Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.035; wR factor = 0.095; data-to-parameter ratio = 8.4.
In the title compound, C 11 H 9 N 3 O, the quinazoline unit is almost planar, with a mean deviation of 0.006 (1) Å from the least-squares plane defined by the ten constituent atoms. In the crystal, molecules are linked by weak C-HÁ Á ÁN hydrogen bonds.
Related literature
For the synthesis of the title compound, see: Shapiro et al. (2006) .
Experimental
Crystal data 
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (ABSCOR; Higashi, 1995) T min = 0.960, T max = 0.977 8874 measured reflections 1162 independent reflections 1054 reflections with I > 2(I) R int = 0.024 Refinement R[F 2 > 2(F 2 )] = 0.035 wR(F 2 ) = 0.095 S = 1.07 1162 reflections 138 parameters 1 restraint H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1 2 ; Ày þ 1 2 ; z þ 1.
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalClear (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
crystal structure of the title compound. The title compound crystallizes as the non-centrosymmetric space group P na21 in spite of having no asymmetric C atoms.
In the title molecule ( Fig. 1) , the quinazoline unit is almost planar, with a mean deviation of 0.006 (1) Å from the leastsquares plane defined by the ten constituent atoms. In the crystal structure, molecules are connected by weak intermolecular C-H···N hydrogen bonds (Table 1) .
Experimental
The title compound was prepared by the reaction of N-methyl-2-amino-5-cyano-3-methylbenzamide and NaCN in DMSO under reflux conditions (Shapiro et al., 2006) . Single crystals suitable for X-ray diffraction were obtained by recrystallization of the title compound from ethyl acetate.
Refinement
All the Friedel pairs were merged. H atoms bound to C atoms were placed in calculated positions and treated as riding on their parent atoms, with C-H = 0.93 / 0.96 Å (aromatic / methyl), and with U iso (H) = 1.2 / 1.5 U eq (C) (aromatic / methyl). The positions of methyl hydrogens were optimized rotationally.
Computing details
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO (Rigaku, 1998); data reduction:
CrystalClear (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008 The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as a small spheres of arbitrary radius. Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3,8-Dimethyl-4-oxo-3,4-dihydroquinazoline-6-carbonitrile

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.1413 (2) 0.27920 (15 0.0431 (9) 0.0448 (9) 0.0309 (9) −0.0036 (7) 0.0018 (7) 0.0083 (7) C3 0.0401 (8) 0.0352 (8) 0.0356 (10) −0.0020 (7) 0.0015 (7) 0.0033 (8) C4 0.0323 (7) 0.0332 (8) 0.0276 (8) −0.0002 (6) 0.0006 (6) −0.0011 (6) C5 0.0316 (7) 0.0349 (8) 0.0304 (9) −0.0007 (6) −0.0001 (6) −0.0017 (7) C6 0.0385 (9) 0.0392 (8) 0.0332 (10) −0.0002 (7) 0.0023 (7) −0.0057 (7) C7 0.0402 (8) 0.0340 (8) 0.0335 (9) −0.0003 (7) 0.0007 (7) −0.0009 (7) C8 0.0461 (9) 0.0403 (9) 0.0279 (9) 0.0028 (7) 0.0042 (7) −0.0013 (7) C9 0.0431 (10) 0.0586 (12) 0.0321 (11) −0.0015 (9) 0.0039 (8) 0.0013 (8) C10 0.0849 (15) 0.0336 (9) 0.0450 (12) 0.0009 (10) 0.0096 (11) 0.0033 (8) C11 0.0754 (13) 0.0433 (10) 0.0387 (13) 0.0026 (10) 0.0104 (10) 0.0121 (9) N1 0.0690 (12) 0.0809 (14) 0.0329 (10) 0.0012 (10) 0.0099 (9) −0.0037 (9) N2 0.0441 (8) 0.0371 (8) 0.0298 (9) 0.0001 (6) 0.0016 (6) 0.0042 (6) N3 0.0482 (8) 0.0356 (7) 0.0287 (9) 0.0012 (7) 0.0051 (6) −0.0023 (6) O1 0.0816 (11) 0.0328 (6) 0.0498 (10) 0.0011 (7) 0.0053 (8) −0.0036 (6) Geometric parameters (Å, º) 
